Progress in computational methods for the prediction of ADMET properties.
This review surveys recent progress in the development and application of computational techniques for the prediction of absorption, distribution, metabolism, elimination and toxicity (ADMET) properties, including intestinal permeability, blood-brain barrier penetration, active transport/efflux, aqueous solubility, metabolism and toxicity. While much effort continues to be expended in this field with some success on existing datasets, perhaps the most pressing need at this time is for larger, high-quality sets of experimental data to provide a sound basis for model building.